CONTENTS 
Volume IV, Issue Nos. 1-6 


International Journal of 


QUANTUM CHEMISTRY 


Issue No. 1, January 


R. J. White, D. E. Ramaker and D. M. Schrader: Comment on a Per- 
turbation Treatment of the Ground State of Two-Electron Atoms using 
the Coordinates r < and r > 


G. G. Hall, J. Hyslop and D. Rees: A Minimum Principle for Molecular 
Systems allowing the Use of Discontinuous Wave Functions . ‘ 


M. Nakayama and Y. J. I’'Haya: A Multi-configuration Lcao-mo Study 
for Complex Unsaturated Molecules. I. General enn and Its itiesraeh 
tion to the Benzene Anion 


M. Nakayama and Y. J. Haya: A Multi- configuration Lcao-mo Study 
for Complex Unsaturated Molecules. II. Application to the Benzene 
Cation . 


Y. A. Kruglyak and I. I. Ukrainsky: Study of the Electronic Structure 
of Alternant Radicals by the pops Method . 


V. A. Kuprievich, Y. A. Kruglyak and E. V. Mozdor: Full nie i 
Interaction for the Benzyl Radical . 


T. Vladimiroff: Small, Simultaneous Adjustments of Orbital Exponents in 

Lcao-mo-scF Calculations using Self-Consistent Perturbation Theory 

N. G. Mukherjee and R. Multi- scF Calculations 

iii 


21 


43 


57 


73 


89 


97 


= 


iv CONTENTS 


A. N. Men, V. I. Cherepanov, D. S. Farberov, V. Ja. Mitrofanov and Gr. I. 
Chufarov: Group-Theoretical Method for determining Permitted Terms 
of the Electronic States of Polyatomic Molecules taking Account of Spin- 
Orbit Interaction . 


Announcements 
Books Received 


Information for Contributors Page . 


Issue No. 2, March 
G. Karlsson: Self-Consistent Pseudo-Eigenvalue Equations in Parametric 
Charge-Dependent mo Methods . 


P. K. Mukherjee, S. Sengupta and A. Mukherji: Self-Consistent Calcula- 
tion of Excited !P State Wave Functions of Atoms se a a 


R. Ahlrichs: Die Konvergenz der Brillouin-Wigner-Stérungsrechnung. 
R. D. Harcourt: Valence Structures for N,O,. Il. 


M. Klessinger: Self-Consistent Group Calculations on Polyatomic Mole- 
cules. V. Molecules with a Double or Triple Bond . 


I. H. Hillier and V. R. Saunders: Ab Initio Calculations, Using a Small 
Gaussian Basis Set, of the Electronic Structure of the Sulphate Ion . 


Letter to the Editor: P. Lindner: Lower Bounds for ¢, in the | ees 
sion for Heliumlike Ions. 


Books Received 


Issue No. 3, May 


Albert K. Q. Siu and Ernest R. Davidson: A Study of the Ground State 
Wave Function of Carbon Monoxide 


M. T. Marron, N. C. Handy, R. G. Parr and H. J. Silverstone: Sciution of 
the Hartree-Fock Problem by Expansion onto Nested Bases . : 


E. Weltin: Brackets to the Eigenvalues of the eee anne 


Rudolf Polak: Optimum Hybrid Orbitals in Localized Orbitals 


109 
121 
123 
125 


127 


139 
i49 
173 


191 
203 


217 
219 


223 
245 


257 
271 


CONTENTS 
Géran Karlsson: Hartree-Fock mo-Lcao Equations with Charge-De- 
pendent Atomic Integrals 
B. Levy: Molecular mc-scr Calculations 


A. Michael Self-Consistent Spin-Polarized Bands of 


A. P. Jucys and V. J. Stasiukaitis: Inter-Level Differences in Iron Group 
Atomic Systems in the Extended Method of Calculation . 


Letter to the Editor: T. A. Claxton: Ab initio Unr Calculations on the 
Vinyl Radical 


Errata . 


Issue No. 4, July 
K. Ghosh, S. Bhattacharyya and P. Sen: Theoretical Calculations on o- 
Systems, Part 1: Ethers and Chloro-substituted Ethers 


P. van Leuven: Gaussian Overlap Approximation in the Projected Hartree— 
Fock Method . 


M. A. Robb and I. G. Csizmadia: The Generalized Separated Electron 
Pair Model 1. An Application to NH, . 


L. L. Boyle: Determination of the Non-zero Components of Property ‘Ten- 
sors in Environments of Low Symmetry : ; 


A. Tallet, M. Garcia-Sucre et R. Lefebvre: Le Couplage Vibronique 
dans une Chaine Linéaire de Molecules Etudié par une Méthode Auto- 


L. L. Boyle: Fifth-rank Molecular Polarization Tensors . 
A. Witkowski and M. Zgierski: Decoupling Conditions for the Vibronic 


K. E. Banyard and C. C. Baker: Molecular Formation and Electron 


Announcements 


Issue No. 5, September 


P. D. Robinson and S. T. Epstein: On aie: Bounds Derived from the 
Conjugate Eigenvalue Problem . F 


347 


355 


365 


389 


397 


413 


427 


431 
451 


453 


Vv 

289 

297 

315 
| 

|| 


vi CONTENTS 


R. K. Moitra, P. K. Mukherjee and S. Sengupta: A Study of Dynamic 
Quadrupolar and Octupolar Excitations and Calculations on Excited d and 
Jf States of Atom and Ions: He-Sequence . 


P. F. Franchini, R. Moccia and M. Zandomeneghi: Extended es Func- 
tion Calculations for NH, and CH, . 


I. H. Hillier and V. R. Saunders: A New scr Procedure and its Applica- 
tions to ab initio Calculations of the States of the Fluorosulphate Radical 


S. R. Singh and V. H. Smith, Jr.: Comparison of Two Perturbation Methods 


F. Fratev, R. Janoschek und H. Preuss: Wellenmechanische Behandlung der 
Protonisierung von F- und CH,-monosubstituierten Athylenen . 


B. Ford, G. G. Hall and J. C. Packer: Molecular anata with enue 


Erratum 


Issue No. 6, November 


O. Goscinski and N. Stepanov: Successive Partitioning Technique and 
Feenberg Perturbation Theory . 


John C. Slater: Note on the Space Part of — Wave Functions 


E. Brandas and O. Goscinski: Critical Point, and 
olations in the Helium Jso-Electronic Sequence ‘ a 


D. C. Jain: A Study of some Potential Energy Functions for Diatomic 
Molecules . 


Poul Jorgensen and Jan Linderberg: Time-Dependent Hartree-Fock 
Calculations in the Pariser-Parr—-Pople Model. Applications to Aniline, 
Azulene and Pyridine. 


P. Gombas and T. avn The Theoretical Treatment of the Li,- 


C. Laughlin and A. T. Amos: A Perturbed Generalized Eigenvalue 
Equation for the Helium Atom . 


L. J. Massa, S. Ehrenson and M. Wolfsberg: Gaussian Molecular Orbital 
Calculations of the Barrier to Internal Rotation in the Ethyl Cation 


465 


487 


503 
519 


529 


533 
541 


545 


561 


571 


579 


587 


603 


613 


625 


Announcements 

Erratum 

Author Index Volume IV 
Subject Index Volume IV 
Volume Title Page 


‘Volume Contents . 


CONTENTS vii 


